Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.007 Å; R factor = 0.075; wR factor = 0.180; data-to-parameter ratio = 9.0.
The title compound, C 16 H 14 O 5 Á2H 2 O [systematic name: 5-hydroxy-2-(4-hydroxyphenyl)-7-methoxychroman-4-one dihydrate], is a natural phytoalexin flavone isolated from the native chilean species Heliotropium taltalense and crystallizes with an organic molecule and two water molecules in the asymmetric unit. The 5-hydroxy group forms a strong intramolecular hydrogen bond with the carbonyl group, resulting in a six-membered ring. In the crystal, the components are linked by O-HÁ Á ÁO hydrogen bonds, forming a three-dimensional network. The 4-hydroxyphenyl benzene ring is bonded equatorially to the pyrone ring, which adopts a slightly distorted sofa conformation. The title compound is the hydrated form of a previously reported structure [Shoja (1990) . Acta Cryst. C46, 1969-1971] . There are only slight variations in the molecular geometry between the two compounds.
Related literature
For the first study of the title compound, see : Narasimhachari & Seshadri (1949) ; Atkinson & Blakeman (1982) . For its biological properties, see: Plowright et al. (1996) ; Atkinson & Blakeman (1982) , Saito et al. (2008) . For its spectroscopic properties, see: Agrawal (1989); Ogawa et al. (2007) . For the structure of the unsolvated compound, see: Shoja (1990) . For similar compounds, see: Modak et al. (2009) . For graph-set notation, see: Bernstein et al. (1995) . For puckering parameters, see : Cremer & Pople (1975) . For molecular geometry calculations, see: Macrae et al. (2008) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Farrugia, 1999) and publCIF (Westrip, 2010) . (Narasimhachari & Seshadri, 1949) and later from other Prunus species (Atkinson & Blakeman, 1982) .
This compound is a phytoalexin produced in response to infection in rice (Plowright et al., 1996) with several beneficial biological properties such as antimicrobial activity (Atkinson & Blakeman, 1982) and the induction of adipogenesis (Saito et al., 2008) . H. taltalense, is an endemic shrub or bush that grows in arid regions which obtains survival water from condensation from the Chilean coastal fog. Several Heliotropium species grow freely mainly in the north of Chile and they have glandular secreting trichomes whose principal rol is to produce a gummy exudate aimed to protect the plant from environmental factors and predators. This exudate is composed mainly of waxes and a mixture of phenolic compounds, mainly flavonoids and aromatic geranyl derivatives (Modak et al., 2009) . The title compound ( Fig. 1 ) crystallizes with an organic molecule and two water molecules in the asymmetric unit. The hydroxy group at C5 forms a strong intramolecular hydrogen bond with the carbonyl group with graph-set notation S(6) (Bernstein, et al., 1995) . This interaction is observed in the unsolvated compound too, (Shoja, 1990) . In the crystal, the components are linked by intermolecular O-H···O hydrogen bonds with an average O···O distance of 2.86 (14) Å and O-H···O angles in the range 147-174°, forming a 3-D network (Fig. 2) . The 4'-hydroxyphenyl ring is bonded equatorially to the pyrone ring which adopts a slightly distorted sofa conformation with the C2 atom 0.328 (5) Å out of plane defined by the C2/C3/C4/C9/C10/O1 atoms, [puckering amplitude Q T = 0.465 (5) Å; θ =124.9 (6)° & φ = 245.3 (7)° (Cremer & Pople, 1975) ]. The title compound is the hydrated form of a previously reported structure. There are only slight variations in the molecular geometry of both compounds, so when both compound are superimposed all atoms are fitted within RMSD 0.0715 Å, (with inversion & flexibility), (Macrae et al., 2008) , as is shown in Fig. 3 .
Dried aerial parts of H. taltalense (1.8 kg) were immersed in ethyl acetate (EtOAc) for one minute (2 l) in order to obtain an extract from the exudate. The extract was immediately concentrated in vacuo and the resulting dark brown syrup (47 g) was adsorbed on to silicagel 60 G (50 g) and slurred onto the top of a column containing silica gel 60 H (0.5 kg), partitioned using a medium pressure pump with an isocratic eluent (n-hexane-EtOAc 8:2), to obtain six partitions (fractions A to F: n-hexane, n-hexane-EtOAc 95:5, n-hexane-EtOAc 90:10, n-hexane-EtOAc 80:20, n-hexane-EtOAc 50:50 and pure EtOAc). Further purification by a combination of chromatography on silicagel 60 H and permeation through Sephadex LH-20 (eluting with methanol-water 7:3) of the fraction 20% hexane-ethyl acetate (fraction D, 15 g) afforded the phytoalexin 5,4'-di-hydroxy-7-methoxyflavanone dihydrate for which 1-D and 2-D NMR data are consistent with literature (Agrawal, 1989; Ogawa, et al., 2007) . Recrystallization from hexane-ethyl acetate (9:1) at -20 ° C yielded yellow crystals of (S)-sakuranetin dihydrate (0.039 g), suitable for X-ray diffraction analysis.
supplementary materials sup-2 Refinement
The parameters of the three H atoms bonded to atoms O5 (hydroxyl) and O6 (water) were located in difference maps and refined isotropically; all other H atoms were treated using a riding model, with C-H distances are in the range 0.93 -0.98 Å and O-H distance of 0.82 and 0.85 Å, with U iso (H) = 1.2U eq (C,O) or 1.5U eq (methyl C). The absolute configuration could not be established by the Flack method and the 772 observed Friedel opposites were merged. Figures   Fig. 1 . : Molecular structure of title compound. Displacement ellipsoids are shown at the 50% probability level. 1.501 (6) C4'-C5' 1.382 (7) C2-C3
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1.530 (6) C5'-C6' 1.397 (6) C2-H2 0.9800 C5'-H5' 0.9300 C3-C4
1.511 (6) C6'-H6' 0.9300 C3-H3A 0.9700 C11-H11A 0.9600 C3-H3B 0.9700 C11-H11B 0.9600 C4-C10
1.437 (6) C11-H11C 0.9600 C10-C9
1.426 (6) O6-H6A 0.87 (9) C10-C5
1.427 (6) O6-H6B 0.81 (6) C5-C6
1.372 (6) O7-H7A 0.8500
